LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method : Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.504 111 113 123 rVB6 22774 46881 1.17% 0.098%
2 3.822 162 167 170 rBvV6 5320 10146 0.25% 0.021%
3 4.286 242 246 247 rBV3 5944 7929 0.20% 0.017%
4 4.386 262 263 267 rBV3 7166 8456 0.21% 0.018%
5 4.427 267 270 274 rVB4 7673 7726 0.19% 0.016%
6 4.503 281 283 287 rVB5 7890 10716 0.27% 0.022%
7 4.691 311 315 318 rVB4 4996 8446 0.21% 0.018%
8 4.914 350 353 356 rvB4 6750 10053 0.25% 0.021%
9 5.543 457 460 464 rvVB4 7326 9819 0.24% 0.021%
10 5.825 505 508 514 rVB6 5460 7824 0.19% 0.016%
11 6.612 636 642 643 rBV3 7910 8984 0.22% 0.019%
12 6.677 649 653 659 rBv4 4907 10910 0.27% 0.023%
13 7.129 726 730 735 rVB5 5194 9688 0.24% 0.020%

14 7.341 756 766 784 rBV2 376749 899236 22.40% 1.878%
15 7.494 784 792 804 rVB 298759 519766 12.95% 1.086%

16 7.594 805 809 814 rvB7 6649 12425 0.31% 0.026%
17 7.705 822 828 840 rBV 356631 694966 17.31% 1.451%
18 8.175 901 908 919 rVvB 293483 537556 13.39% 1.123%
19 8.675 988 993 998 rvB4 6437 9420 0.23% 0.020%
20 8.892 1023 1030 1045 rBV2 468410 940782 23.44% 1.965%

21 9.168 1072 1077 1079 rBv4 6524 7803 0.19% 0.016%
22 9.362 1098 1110 1123 rBV 442860 833735 20.77% 1.741%
23 9.674 1156 1163 1171 rVB6 14146 30676 0.76% 0.064%
24 9.750 1173 1176 1181 rBvV4 6506 7961 0.20% 0.017%
25 10.091 1225 1234 1244 rBV2 381453 768787 19.15% 1.606%
26 10.537 1308 1310 1318 rVB3 4689 8901 0.22% 0.019%
27 10.637 1318 1327 1338 rBV 478571 992026 24.72% 2.072%
28 10.796 1352 1354 1358 rVB4 8047 10267 0.26% 0.021%

29 11.007 1381 1390 1400 rBV 455008 847511 21.12% 1.770%
30 11.154 1407 1415 1441 rBV 443953 1025665 25.55% 2.142%

31 12.617 1655 1664 1672 rVBS8 8202 27541 0.69% 0.058%
32 12.899 1709 1712 1718 rBvV4 4607 8585 0.21% 0.018%
33 12.976 1722 1725 1729 rVB5 5345 7953 0.20% 0.017%
34 13.146 1749 1754 1762 rBV7 7797 14852 0.37% 0.031%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG011817.M

Title = SVOA CALIBRATION

35 13.293 1772 1779 1781 rVVv4 5455 8736 0.22% 0.018%
36 13.352 1785 1789 1791 rVB3 6261 8476 0.21% 0.018%
37 13.399 1791 1797 1810 rBV5 10114 37371 0.93% 0.078%
38 13.657 1839 1841 1849 rVB6 5984 11362 0.28% 0.024%

39 14.204 1927 1934 1938 rBV 1254144 1849344 46.08% 3.862%
40 14.251 1938 1942 1954 rVB 468438 714890 17.81% 1.493%

41 14.509 1978 1986 1994 rBV 1259742 1994838 49.70% 4.166%
42 14.650 2006 2010 2015 rVB2 21606 30615 0.76% 0.064%
43 14.809 2029 2037 2050 rBV 934885 1443793 35.97% 3.015%
44 15.044 2069 2077 2092 rBV2 361681 944282 23.53% 1.972%

45 15.196 2100 2103 2107 rVB6 11130 14358 0.36% 0.030%
46 15.479 2149 2151 2155 rBV3 11175 10391 0.26% 0.022%
47 15.555 2158 2164 2167 rBVY 36245 54667 1.36% 0.114%
48 15.590 2167 2170 2178 rVB3 57569 80021 1.99% 0.167%
49 15.661 2178 2182 2184 rBV4 6733 9699 0.24% 0.020%
50 15.743 2191 2196 2199 rVB6 5966 10510 0.26% 0.022%

51 15.796 2199 2205 2218 rBV 1744001 2716752 67.69% 5.674%
52 15.943 2223 2230 2243 rBV 599393 1100351 27.42% 2.298%

53 16.037 2243 2246 2254 rVBS8 27340 53627 1.34% 0.112%
54 16.148 2261 2265 2274 rBVS8 12007 23112 0.58% 0.048%
55 16.219 2274 2277 2281 rVB3 9377 13815 0.34% 0.029%
56 16.454 2310 2317 2327 rBV 79199 150458 3.75% 0.314%
57 16.659 2349 2352 2357 rVB6 9832 12698 0.32% 0.027%
58 16.853 2380 2385 2389 rVB7 10523 18484 0.46% 0.039%
59 16.930 2393 2398 2400 rBV6 8724 12945 0.32% 0.027%
60 16.965 2401 2404 2408 rVB5 10162 11693 0.29% 0.024%
61 17.018 2410 2413 2418 rBV6 10367 20019 0.50% 0.042%
62 17.118 2427 2430 2432 rBV4 5235 8303 0.21% 0.017%
63 17.247 2442 2452 2457 rBV 90060 133187 3.32% 0.278%
64 17.294 2457 2460 2465 rVV3 28731 39101 0.97% 0.082%
65 17.347 2465 2469 2474 rVV8 12905 19539 0.49% 0.041%
66 17.406 2474 2479 2484 rVV7 10391 15724 0.39% 0.033%

67 17.553 2498 2504 2513 rBV 1275793 1984159 49.44% 4.144%
68 17.658 2514 2522 2535 rVB 1898830 3142049 78.28% 6.562%
69 17.905 2559 2564 2568 rVVv7 13274 21956 0.55% 0.046%
70 17.981 2573 2577 2584 rVB2 111584 136346 3.40% 0.285%

71 18.169 2608 2609 2612 rVB3 9869 7768 0.19% 0.016%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG011817.M

Title = SVOA CALIBRATION

72 18.263 2622 2625 2631 rBVS 10700 20068 0.50% 0.042%
73 18.393 2641 2647 2656 rBV5 112098 213592 5.32% 0.446%
74 18.487 2659 2663 2667 rVB6 15123 21916 0.55% 0.046%
75 18.575 2675 2678 2685 rVB9 16367 29876 0.74% 0.062%
76 18.669 2689 2694 2699 rBV3 50335 66404 1.65% 0.139%
77 18.710 2699 2701 2705 rVB4 11656 15941 0.40% 0.033%
78 19.068 2760 2762 2765 rVB3 12876 11844 0.30% 0.025%
79 19.380 2811 2815 2818 rVB5 6506 8200 0.20% 0.017%
80 19.574 2844 2848 2857 rVB2 32500 56660 1.41% 0.118%
81 19.656 2858 2862 2869 rVVv7 30119 58712 1.46% 0.123%
82 19.709 2869 2871 2878 rVBS8 14094 23141 0.58% 0.048%

83 19.791 2880 2885 2896 rBV 2862146 3295161 82.10% 6.882%
84 19.932 2901 2909 2920 rBV 2577844 3836443 95.58% 8.013%
85 20.244 2957 2962 2966 rBVS8 11396 25416 0.63% 0.053%

86 20.831 3056 3062 3069 rVB 2314779 2715622 67.66% 5.672%
87 21.419 3157 3162 3172 rBV9 65634 206849 5.15% 0.432%

88 21.665 3200 3204 3209 rBV5 28174 40012 1.00% 0.084%
89 21.848 3228 3235 3250 rBV 1383851 2468023 61.49% 5.155%
90 22.588 3357 3361 3368 rVB7 34740 67427 1.68% 0.141%

91 23.305 3476 3483 3496 rVB5 171116 401421 10.00% 0.838%
92 23.499 3511 3516 3523 rVB2 56263 100854 2.51% 0.211%
93 24.127 3616 3623 3631 rVB3 116403 260665 6.49% 0.544%
94 25.003 3760 3772 3782 rBV2 1322174 4013666 100.00% 8.383%
95 25.103 3783 3789 3799 rVB4 160276 408051 10.17% 0.852%

96 25.238 3800 3812 3826 rBV2 765145 2400170 59.80% 5.013%
97 26.272 3979 3988 4000 rVB2 160258 487302 12.14% 1.018%
98 27.676 4217 4227 4241 rVB2 157835 540570 13.47% 1.129%
99 29.356 4504 4513 4528 rVB7 100689 445541 11.10% 0.931%
100 31.413 4854 4863 4881 rVBS8 85737 410995 10.24% 0.858%

Sum of corrected areas: 47879973
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025610.D

2500000

2000000

1500000

1000000

LkL l &ngll %W5l 10&34L, 12.6z

3.503.82 448%068.91 _ 5545.83

04 = iy - —
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025610.D
19,79
19.93
2500000 20.83
2000000 17.66
15.80
1500000 21.85
14.204.51 17.%5
1000000
500000
17
GIMB.GG ! 381 | 17.9 22.5
T LI LI T T LI T T 17T mwﬁmﬁwﬁmﬁw
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG025610.D
2500000
2000000
1500000 25.00
1000000 25 94
500000
23, 24.13 . 26.27 27.68 29 36 31.41
oo % I A i\ K
O T T T e T T T T T e e T T T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Docosanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.15 ng/ul 213592 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid 340 C22H4402 000112-85-6 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Dodecanoic acid 200 C12H2402 000143-07-7 45
4 Tridecanoic acid 214 C13H2602 000638-53-9 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 2647 (18.393 min): BG025610.D (-2641) (-) m/z 73.10 100.00%

41.0,73.1

5000

18.00 18.20 18.40 18.60 18.80

0! m/z 41.05 96.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177130: Docosanoic acid
73.0
5000 1290 AL LI L L L L L L L

340.0 18.00 18.20 18:40 18.60 18.80
m/z 55.10 94.61%

185.0 241.0 297.0
o L |

0! -““.“ ‘:M. Ll -

‘ ‘ Il L L
T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
41.0 IIIIIIIIIIIIIIIIIIIIII
18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 57.10 87.66%
171.0
214.0
ol Ml i 1o
m/z--> 50 100 150 200 250 300 350 400
Abundance #61123: Dodecanoic acid LA Ema R Co
73.0 18.00 18.20 18.40 18.60 18.80
129.0 m/z 43.10 85.21%
200.0
5000{ 410
o .l,“.il..‘ﬂllLlo.. — P S e T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.79 26.70 ng/ul 3295160 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 43
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 41
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 38
5 Hexadecanoic acid, 1,l1-dimethyle... 312 C20H4002 031158-91-5 38

Abundance Scan 2885 (19.791 min): BG025610.D (-2880) (-) m/z 56.10 100.00%
56.1
5000
257.3
121 2192| | apsssisms  aes || 1940 1960 1950 2000 5020
O teyld . : - - m/z 57.05 65.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000 NSRRI SRR I
2570 19.40 19.60 19.80 20.00 20.20
‘ 129.0 ’ m/z 41.05 47 . 74%
ofod gy om0 | w20
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
19,40 19.60 19.80 20.00 20.20
5000 m/z 43.05 46 .68%
239.0
0 18.0 129.0 171.0 312.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #115908: 2-Methyl-1-octadecene e ERARAREE RS
56.0 19.40 19.60 19.80 20.00 20.20
m/z 55.10 40.36%
5000
97.0
0 | 139.0 2100 266.0
miz--> 0 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 351;0 4(')0 4&1;0 5(')0 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

20.83 22.01 ng/ul 2715620 Chrysene-di12 21.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 72
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 55
3 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 53
4 Butvl mvristate 284 C18H3602 000110-36-1 52
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 35

Abundance Scan 3062 (20.831 min): BG025610.D (-3056) (-) m/z 56.10 100.00%

5000
285.3

303 417 4911 20.60 20.80 21.00 21.20
0’ ; : m/z 57.10 66.34%
mz-> 0 50 100 150 200 250 300 350 400 450

129.1

185.1 241.2

Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 LA L L L L L LB
285.0 340.0 20.60 20.80 21.00 21.20
129.0 m/z 43.10 47 .96%
[, 0 240]
0 ..uMJ¢WMWJﬂ.f“;.\,..uJ,.”VW....,..”,....,...W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
R e R m ma s
20.60 20.80 21.00 21.20
5000 m/z 41.10 44 _31%
285.0
1290 1850 2410 340.0
0 15.0
B Bt B s A s o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #177147: Octadecanoic acid, butyl ester I ERAREREE SRS L
56.0 20.60 20.80 21.00 21.20
m/z 55.05 40.12%
5000 285.0
129.0 340.0
| m 185.0 241.0 \
ob A b R B LT
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.30 3.25 ng/ul 401421 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 76
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 59
4 Decanamide- 171 C10H21NO 002319-29-1 59
5 Nonadecanamide 297 C19H39NO 058185-32-3 53
Abundance Scan 3482 (23.299 min): BG025610.D (-3476) (-) m/z 59.10 100.00%
4.1
5000
111.1 207.0
155.1 2951 355.1 402.8 23.00 23.20 23.40 23.60
0 283 sl B2 "m/z 43.10  91.54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 IR I BRI UL
2300 23.20 23.40 23.60
m/z 57.10 78.33%
oI L B0 1m0 200
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
23.00 23.20 23.40 23.60
5000 m/z 71.05 74.82%
114.0
0l15.0 171.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174697: 13-Docosenamide, (2)-
54.0 23.00 23.20 23.40 23.60
m/z 55.10 55.12%
5000
137.0
0 | ” m ‘\ J\ l‘\ ‘\ n 193 0 240.0 294. 0337 0
mz-> 0 50 100 150 200 250 300 3éo 400 450 500 550 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24 .13 2.17 ng/ul 260665 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Tetracosane 338 C24H50 000646-31-1 64
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 59
4 Heneicosane 296 C21H44 000629-94-7 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
Abundance Scan 3623 (24.127 min): BG025610.D (-3616) (-) m/z 57.05 100.00%
57.0
5000
l 11?'1 183.2 238.1280.2  356.0 411.1 460.6 541.9 23.80 24.00 24.20 24.40
(o RNEF APPSOtV e ot T m/z 43.10 51.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
5000 NN SR IS
23.80 24.00 24.20 24.40
9.0 m/z 71.05 43.16%
ol L. Mh\\M14}01830225026703090 367.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.05 38.26%
99.0
o 141.0183.0025.¢ 338.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0 23.80 24.00 24.20 24.40
m/z 41.05 16.41%
5000
113.0
O.WL..............” e o L L o L RRAR R
m/z--> 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40

SOM02.2-EPA-BG011817 .M Wed Jan 25 16:22:47 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.10 3.40 ng/ul 408051 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Eilcosane 282 C20H42 000112-95-8 74
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 3789 (25.103 min): BG025610.D (-3783) (-) m/z 57.10 100.00%

5000

24.80 25.00 25.20 25.40

177.0221.0 267.1

348.0 401.1 478.9520.0

0 m/z 71.10 62.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57.0
5000

24.80 25.00 25.20 25.40
m/z 43.10 58.05%

9.0
‘H % | 141.0183.0225.0 282.0

O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
24.80 25.00 25.20 25.40
5000 m/z 85.10 36.65%
o 99.0 141.0183. 0225 02680
T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94344: Heptadecane
24.80 25.00 25.20 25.40
m/z 55.10 23.39%
5000

' 141.0183.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.80 25.00 25.20 25.40

SOM02.2-EPA-BG011817.M Wed Jan 25 16:22:48 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.27 4.06 ng/ul 487302 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octacosane 394 C28H58 000630-02-4 68
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 68
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 64

Abundance Scan 3988 (26.272 min): BG025610.D (-3979) (-) m/z 57.10 100.00%

57.1
5000

26.00 26.20 26.40 26.60

9.1
JI ‘F |, . 169.42112253.0 309.4354.9 403.8446.8 503.1549.2

(LD B D N AP o S e M LR m/z 43.05 50.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
5000 LA L L L L L L LB

26.00 26.20 26.40 26.60
m/z 71.10 44 _44%

9.0
\ \ | F | 141.0183.0225.0 282.0

0..“.‘.,....,....‘,.... B o e L B

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
26.00 26.20 26.40 26.60
5000 m/z 85.10 37.43%
99.0
o 141.0183.0225.0267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
26.00 26.20 26.40 26.60
m/z 55.05 19.91%
5000
9.0
o 141.0183.0225.0 281.0 337.0 394.0

T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.20 26.40 26.60

SOM02.2-EPA-BG011817 .M Wed Jan 25 16:22:49 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27 .68 4_.50 ng/ul 540570 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Tetradecane 198 C14H30 000629-59-4 72
3 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 64
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 58
Abundance Scan 4228 (27.682 min): BG025610.D (-4217) (-) m/z 57.10 100.00%
57.1
5000

27.40 27.60 27.80 28.00

0.1
|1 141118222210 273.9 3410  410.3  475.2

O L O e e m/Zz 71.10 56.00%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
27.40 27.60 27.80 28.00
0.0 m/z 43.10 54 .91%
oAl []) 14101830 2390 296.0
e L o o o e o BN e
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
RN RS E e S AR
27.40 27.60 27.80 28.00
5000 m/z 85.10 36.87%
o150 9.0 1410 1980
L o e L e e e
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #82843: Borane, diethyl(decyloxy)-
57.0 27.40 27.60 27.80 28.00
m/z 41.05 17.27%
5000
141.0
.0
0 | ! ‘ \ 197'0
L o e 8 LA e e e L B e o o e S
mz--> 0 50 100 150 200 250 300 350 400 450 27.40 27.60 27.80 28.00

SOM02.2-EPA-BG011817 .M Wed Jan 25 16:22:49 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.36 3.71 ng/ul 445541 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 68
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 68
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 64
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 4514 (29.362 min): BG025610.D (-4504) (-) m/z 57.10 100.00%

5000
1552 2211 283.0327.0370.1 4202 482.2 537.1 29.00 29.20 29.40 29.60
(o} m/z 43.10 63.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
5000 LTNAML M Vb L

29.00 29.20 29.40 29.60
m/z 71.10 59.58%

“h F ‘1410183022502670 338.0

bbb b Sz O -

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
29.00 29.20 29.40 29.60
5000 m/z 85.10 51.94%
0 99.0 4410 197.0 249.0
T T [ T T T T [ T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175566: Tricosane, 2-methyl-
43.0 29.00 29.20 29.40 29.60
m/z 55.10 23.80%
5000
5.0
. d127016902110253029503380
e A e e e e e e e AR RS R S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 29.00 29.20 29.40 29.60

SOM02.2-EPA-BG011817.M Wed Jan 25 16:22:50 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025610.D

Aca On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

31.41 3.42 ng/ul 410995 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 Nonadecane 268 C19H40 000629-92-5 49
3 Tetradecane 198 C14H30 000629-59-4 49
4 Tetratetracontane 619 C44H90 007098-22-8 46
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 43

Abundance Scan 4863 (31.413 min): BG025610.D (-4854) (-) m/z 57.10 100.00%

5000
9.0 207.1 LRI DA BRI B

31.00 31.20 31.40 31.60 31.80
m/z 71.10 67.21%

267.0 309.4 355.9 401.0 445.2 490.9

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane

5000
31.00 31.20 31.40 31.60 31.80

m/z 43.10 51.22%
14 ?'? 141.0183.0225.0 282.0

L0 o e L I LA o e B L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R N A R
31.00 31.20 31.40 31.60 31.80
5000 m/z 85.15 35.58%
0 9.0 141.0 183.0 225.0 268.0
T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59879: Tetradecane
31.00 31.20 31.40 31.60 31.80
m/z 55.10 25.40%
5000

9.0 1410 1980

’ T I T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 31.00 31.20 31.40 31.60 31.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012417\
Data File : BG025610.D

Acq On : 24 Jan 2017 16:33

Operator : UM/SJ

Sample : 11316-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Docosanoic acid 18.39 2.1 ng/ul 213592 4 17.55 1984160 20.0
Hexadecanoic acid... 19.79 26.7 ng/ul 3295160 5 21.85 2468020 20.0
Octadecanoic acid... 20.83 22.0 ng/ul 2715620 5 21.85 2468020 20.0
9-Octadecenamide, ... 23.30 3.3 ng/ul 401421 5 21.85 2468020 20.0
(DEL) Alkane: Str... 24.13 2.2 ng/ul 260665 6 25.24 2400170 20.0
(DEL) Alkane: Str... 25.10 3.4 ng/ul 408051 6 25.24 2400170 20.0
(DEL) Alkane: Str... 26.27 4.1 ng/ul 487302 6 25.24 2400170 20.0
(DEL) Alkane: Str... 27.68 4.5 ng/ul 540570 6 25.24 2400170 20.0
(DEL) Alkane: Str... 29.36 3.7 ng/ul 445541 6 25.24 2400170 20.0
(DEL) Alkane: Str... 31.41 3.4 ng/ul 410995 6 25.24 2400170 20.0
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